General purpose interactive physico-chemical property exploration.
There have been many tools and methods developed to investigate structure-activity (SAR) and structure-property (SPR) relationships. Many of these tools are fully or almost fully automated and attempt to predict various properties of molecules. Even with these tools, there is still an urgent need to provide a simple and useful methodology so a consumer of these various models, such as a medicinal chemist or molecular modeler, can learn how various properties of small molecules relate to their structure. This paper describes a new viewing and navigation paradigm called the Spiral View, which can be used to facilitate the interpretation of structure-property relationships. Examples of how this tool proves useful in the human interpretation of these relationships are drawn from the fields of experimental toxicity, LogP, and biological activity data drawn from various sources.